In the crystal structure of the title compound, C 21 H 13 NS 3 , one of the terminal thiophene rings is disordered in approximately a 3:1 ratio of components, and the disorder is of the flip type. The terthiophene units are far from coplanarity, in contrast to terthiophene itself. The conformation might be described, for the unit of greater occupancy, as quasi-cis [the S-C-C-S torsion angle is 41.1 (5) ] quasi-trans [the S-C-C-S torsion angle is À140.1 (4) ], and for the less-occupied part as quasicis-quasi-cis [35.7 (6) ]. The dihedral angle between the terminal ring planes is as high as 71.7 (2) . The central C-C C-C group is almost planar [maximum deviation of 0.027 (3) Å ] and it is approximately equally twisted with respect to both the central thiophene and the phenyl ring planes [26.5 (4) and 23.5 (7) , respectively]. The crystal packing is determined by van der Waals interactions, and some weak C-HÁ Á ÁN and C-HÁ Á Á relatively short directional contacts.
Related literature
Similar flip-type disorder was observed in other 3 0 -arylvinyl derivatives of terthiophene [without additional substituents at the vinyl group, e.g. Wagner et al. (2007) ], or in simple thiophene derivatives (e.g. Sonar et al., 2004 Sonar et al., , 2005 Wagner et al., 2006) . For related literature, see: Clarke et al. (2007) ; Collis et al. (2003) ; Grant & Officer (2005) Table 1 Hydrogen-bond geometry (Å , ).
C13-H13Á Á ÁN19 i 0.93 2.54 3.435 (7) 161
Symmetry code: (i) Àx þ 1; Ày; Àz À 1.
Data collection: SMART (Bruker, 2001) ; cell refinement: SMART; data reduction: SAINT-Plus (Bruker, 2001) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine structure: SHELXL97 (Sheldrick, 1997); molecular graphics: Stereochemical Workstation Operation Manual (Siemens, 1989); software used to prepare material for publication: SHELXL97.
Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: LX2015). Roncali, J. (1999) Recently we have proposed an alternative approach to the formation of regioregular styryl-functionalized oligo-and polythiophenes (for example, Collis et al., 2003; Grant & Officer, 2005) . We have demonstrated that the styryl functionality can control oligomer regioregularity and provides advantages in some applications. However styrylterthiophenes largely form dimers on oxidative polymerization as a result of "polaron trapping" (Clarke et al., 2007) .
There is a flip-disorder of one of the terminal thiophene rings. The disorder is connected with two statistically distributed orientations of the thiophene sulfur atom. In practice that means that there are two molecules in which the thiophene rings are rotated by 180° approximately along the line that bisects the S-C-C angle. These two orientations are not equivalent, but they are distributed approximately in 3:1 proportion. The conformation of the molecule of greater occupancy might be described as quasi-trans-quasi-cis, while that of smaller occupancy is quasi-cis-quasi-cis. A disorder of this kind is often observed in the structures of simple thiophene and terthiophene derivatives with one substituent; for example in similar (E)-3'-(2-(4-cyanophenyl)ethenyl)-[2,2':5',2'']terthiophene (Collis et al., 2003) or in 3-(2-(anthracen-9-yl)ethenyl)thiophene (Wagner et al., 2006) .
The terthiophene rings are approximately planar (maximum deviation is 0.020 (6) Å), but the dihedral angles between their planes are large (for instance, between the terminal rings it is 71.7 (2)°). Also the planar (within 0.012 (3) Å) phenyl ring is inclined by 49.9 (2)° with respect to the central thiophene ring. In the crystal structure the van der Waals forces seem to determine the packing. Some weak specific C13-H13···N19 i and C25-H25···π (Cg1 ii ) (Cg1 is the centroid of C11···C15 thiophene ring, symmetry codes as in Table 1 ) directional interactions also might be of some importance.
Refinement
Hydrogen atoms were placed at calculated positions and refined as 'riding model' with isotropic thermal parameters set at 1.2 (1.3 for methyl groups) times the U eq values of appropriate carrier atoms. In the disordered part, the carbon atoms of the were constrained to have the same components of the displacement tensor as the sulfur atoms occupying the same site.
Weak restraints were also applied to the geometry of disordered fragment. Fig. 1 . The molecular structure of (I), with displacement ellipsoids drawn at the 50% probability level for non H-atoms (Siemens, 1989) (2Z)-2-Phenyl-3-(2,2':5',2''-terthiophen-3'-yl)acrylonitrile Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Occ. (<1) S1 0.56931 (14) 
0.0144 (7) 0.0187 (7) 0.0234 (7) 0.0031 (6) −0.0008 (5) −0.0007 (5) Geometric parameters (Å, °) S1-C2 1.721 (5) C12-H12 0.9300 S1-C5 1.722 (5) C13-C14 1.309 (7) C2-C3 1.366 (6) C13-H13 0.9300 C2-C6 1.449 (6) C14-C15 1.446 (11) C3-C4 1.431 (6) C14-S15 1.653 (5) C3-C16 1.448 (6) C14-H14 0.9300 C4-C5 1.360 (6) C15-H15 0.9300 C4-H4 0.9300 C16-C17 1.335 (6) C5-C11 1.447 (6) C16-H16 0.9300 C6-C10 1.394 (6) C17-C18 1.422 (6) C6-S7 1.720 (5) C17-C20 1.479 (6) S7-C8 1.706 (5) C18-N19 1.148 (5) C8-C9 1.342 (7) C20-C25 1.380 (6) C8-H8 0.9300 C20-C21 1.384 (6) C9-C10 1.404 (6) C21-C22 1.378 (7) C9-H9 0.9300 C21-H21 0.9300 C10-H10 0.9300 C22-C23 1.376 (7) C11-C15 1.369 (10) C22-H22 0.9300 C11-C12 1.53 (4) C23-C24 1.370 (6) C11-S15 1.670 (4) C23-H23 0.9300 C11-S12 1.688 (5) C24-C25 1.382 (7) S12-C13 1.650 (6) supplementary materials sup-8 Fig. 1 
